Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.006 Å; R factor = 0.055; wR factor = 0.151; data-to-parameter ratio = 12.6.
In the title compound, C 12 H 9 NO 3 S, the isoindoline-1,3-dione group is almost planar, with an r.m.s. deviation of 0.020 Å , whereas the heterocyclic ring approximates to an envelope with the methylene group not adjacent to the S atom in the flap position. A short intramolecular C-HÁ Á ÁO contact generates an S(6) ring motif. In the crystal structure, weak aromaticstacking interactions occur between the centroids of the benzene rings at a distance of 3.558 (2) Å .
Related literature
For background to isocoumarins, see: Hussain et al. (2001) ; Lee et al. (2001) ; Nozawa et al. (1981) . For related crystal structures, see: Beck et al. (2007); Freer & Kraut (1965) . For graph-set notation, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). The title compound essentially consists of monomers. In (I), the 2-benzoazole-1,3-dione group (C1-C8/N1/O1/O2) is planar with r.m.s. deviation of 0.0196 Å. The heterocyclic ring (C9/C10/C11/S1/C12) is not planar as the r.m.s. deviation of the plane is 0.1511 Å. The dihedral angle between these two groups is 88.05 (10)°. There exist weak intramolecular H-bondings of C-H···O type (Table 1, Fig. 1 ) completing S(5) and S(6) ring motifs (Bernstein et al., 1995) . There exist π-π interaction between the centroids of benzene rings at a distance of 3.558 (2) 
Experimental
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C10-H10BÁ Á ÁO1 0.97 2.Å [symmetry: 1 -x, -y, -z].
Homophthallic acid (1.0 g, 5.5 mmol, 1 eq) was added to 4-(methylthio)-2-(1,3-dioxoisoindolin-2-yl)butanoyl chloride (6.5 g, 0.022 mol, 4 eq) and the mixture was heated at 473 K with continuous stirring for 6 h. The crude product was added to chilled water (20 ml), partitioned with EtOAc (3 × 25 ml), organic layer was dried over anhydrous Na 2 SO 4 , filtered and concentrated under reduced pressure. The column chromatographic separation using EtOAc and n-hexane (3:7) as mobile phase afforded the title compound (I) as colourless needles.
Refinement
The H atoms were positioned geometrically with C-H = 0.93-0.97 Å and were included in the refinement in the riding model approximation, with U iso (H) = xU eq (C), where x = 1.2 for all H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 Geometric parameters (Å, °) S1-C11 1.811 (4) C6-C7 1.374 (6) S1-C12 1.733 (4) C7-C8 1.477 (5) O1-C1 1.202 (5) C9-C10 1.503 (5) O2-C8 1.207 (5) C9-C12 1.532 (5) O3-C12 1.201 (5) C10-C11 1.521 (6) N1-C1 1.403 (5) C3-H3 0.9300 N1-C8 1.398 (5) C4-H4 0.9300 N1-C9 1.444 (5) C5-H5 0.9300 C1-C2 1.478 (6) C6-H6 0.9300 C2-C3 1.364 (5) C9-H9 0.9800 C2-C7 1.386 (5) C10-H10A 0.9700 C3-C4 1.394 (7) C10-H10B 0.9700 C4-C5 1.383 (7) C11-H11A 0.9700 C5-C6 1.370 (8) C11-H11B 0.9700
